Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.002 Å; R factor = 0.035; wR factor = 0.088; data-to-parameter ratio = 16.9.
The title compound, C 15 H 13 ClN 2 O 2 S, exists in the solid state in its thione form with typical thiourea C-S and C-O bonds lengths as well as shortened C-N bonds. An intramolecular N-HÁ Á ÁO hydrogen bond stabilizes the molecular conformation. In the crystal, N-HÁ Á ÁS hydrogen bonds link the molecules into centrosymmetric dimers.
Related literature
For previous work on N,N 0 -disubstituted thioureas, see: Rauf et al. (2012) . For a description of the Cambridge Structural Database, see: Allen (2002).
Experimental
Crystal data C 15 H 13 ClN 2 O 2 S M r = 320.78 Triclinic, P1 a = 6.276 (3) Å b = 10.202 (5) Å c = 11.411 (5) Å = 94.541 (7) = 93.305 (6) = 96.918 (7) V = 721.3 (6) Å 3 Z = 2 Mo K radiation = 0.41 mm À1 T = 123 K 0.45 Â 0.36 Â 0.20 mm
Data collection
Rigaku/MSC Mercury CCD diffractometer 5698 measured reflections 3222 independent reflections 3071 reflections with I > 2(I) R int = 0.052 Refinement R[F 2 > 2(F 2 )] = 0.035 wR(F 2 ) = 0.088 S = 1.09 3222 reflections 191 parameters H-atom parameters constrained Á max = 0.33 e Å À3 Á min = À0.34 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). MKR is grateful to The Quaid-i-Azam University, Islamabad for financial support for a postdoctoral fellowship. supplementary materials Acta Cryst. (2013) . E69, o19 [doi:10.1107/S1600536812048830]
1-(2-Chlorobenzoyl)-3-(3-methoxyphenyl)thiourea M. Khawar Rauf, Masahiro Ebihara and Amin Badshah Comment
The background to this study has been set out in our previous work on the structural and coordination chemistry of N,N′disubstituted thioureas (Rauf et al., 2012) . Herein, as a continuation of these studies, the structure of the title compound (I) is described. A depiction of the molecule is given in Fig. 1 
Experimental
Freshly prepared 2-chlorobenzoyl isothiocyanate (1.98 g, 10 mmol) was stirred in acetone (50 mL) for 30 minutes.
Distilled 3-methoxyaniline (1.23 g, 10 mmol)was then added and the resulting mixture was stirred for 1 h. The reaction mixture was then poured into acidified (pH 4) water and stirred. The solid product was separated and washed with deionized water and purified by recrystallization from methanol/dichloromethane (1:10 v/v) to give fine crystals of (I) with an overall yield of 93% (2.98 g). M.P; 109-109.5°C. Anal. calcd. for C 15 H 13 ClN 2 O 2 S; C, 56.16 H, 4.08 N, 8.73 S, 10.00 Found: C, 56.12 H, 4.07 N, 8.73 S, 9.98 .
Refinement
Hydrogen atoms were included in calculated positions and refined as riding on their parent atom with N-H = 0.88 Å and U iso (H) = 1.2U(N eq ), C aromatic -H = 0.95 Å and U iso (H) = 1.2U(C eq ) or C-H = 0.98 Å and U iso (H) = 1.5U(C eq ), for methyl C atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) −0.0008 (5) −0.0007 (5) 0.0031 (5) C10 0.0163 (7) 0.0162 (7) 0.0163 (7) −0.0011 (5) 0.0027 (5) −0.0015 (5) C11 0.0152 (6) 0.0144 (6) 0.0183 (7) −0.0021 (5) −0.0003 (5) −0.0002 (5) C12 0.0144 (6) 0.0178 (7) 0.0220 (7) −0.0003 (5) 0.0042 (5) 0.0033 (5) supplementary materials sup-5
Computing details

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
Acta Cryst. (2013). E69, o19 C13 0.0204 (7) 0.0188 (7) 0.0168 (7) 0.0020 (5) 0.0047 (5) 0.0009 (5) C14 0.0186 (7) 0.0150 (6) 0.0159 (7) −0.0002 (5) −0.0004 (5) −0.0005 (5) O2 0.0190 (5) 0.0236 (6) 0.0239 (6) −0.0095 (4) 0.0047 (4) −0.0077 (4) C15 0.0230 (7) 0.0252 (8) 0.0220 (8) −0.0020 (6) 0.0012 (6) −0.0074 (6) Geometric parameters (Å, º) 
